zero. b Products of these reactions were not found in MS spectra obtained by Soufan et al. 30 In addition to N-protonated iminostilbene IMS-N + (Scheme S5), another protonated isomer of iminostilbene (m/z 194.2) showed up at 13.8 min retention time in the chromatogram. It is known that iminostilbene undergoes fast acid-catalyzed rearrangement to homotropylium cation IMS-T + (Scheme 4). SI-It has been reported that this 1 prototropic tautomerism proceeded via the quinone imonium ion IMS-C + . SI-, Therefore, 2 3 both IMS-T + and IMS-C + are good candidates to which the retention peak (13.8 min) could be assigned, but no definitive answer is possible. In any case, the formation of these intermediates is not HOCl-induced process, but most probably occurs during LC-ITMS analysis, and is not discussed in details in MS. Structures and transition states are deposited with the rest of structures. C 2.557236 -3.379165 -0.358807 C 1.737375 -3.117799 -1.460757 C 0.917123 -1.991577 -1.458715 C 0.900720 -1.125170 -0.358983 C 1.751159 -1.355292 0.744929 C 2.561053 -2.507689 0.724698 C 0.524761 1.299406 -0.358557 C 1.295611 1.753020 0.731415 C 1.653799 0.902653 1.865348 C 1.843690 -0.435694 1.877103 C 0.254304 2.144159 -1.437231 C 0.722843 3.455219 -1.440188 C 1.471367 3.929040 -0.358471 C 1.748167 3.087050 0.711758 N -0.016324 -0.026957 -0.337924 C -1. 398204 -0.191455 -0.192980 N -1.850395 -1.465211 -0.075641 O -2.140828 0.800743 -0.208553 H 3.194544 -4. 
C 4.020564 0.177306 0.000004 C 3.676459 -1.170706 0.000002 C 2.333278 -1.542939 0.000000 C 1.297707 -0.594499 -0.000002 C 1.635207 0.782615 -0.000001 C 2.997122 1.123917 0.000002 C -1.297707 -0.594499 -0.000002 C -1.635207 0.782615 -0.000001 C -0.672422 1.887012 -0.000003 C 0.672422 1.887012 -0.000003 C -2.333278 -1.542939 0.000000 C -3.676459 -1.170706 0.000002 C -4.020564 0.177306 0.000004 C -2.997122 1.123917 0.000002 N 0.000000 -1.117535 -0.000005 H 5.059902 0.490830 0.000006 H 4.443062 -1.940730 0.000003 H 2.073686 -2.600404 -0.000001 H 3.250493 2.181604 0.000003 H -1.144527 2.867816 -0.000004 H 1.144527 2.867816 -0.000004 H -2.073686 -2.600404 -0.000001 H -4.443062 -1.940730 0.000003 H -5.059902 0.490830 0.000006 H -3.250493 2.181604 0.000003 H 0.000000 -2.127965 -0.000007 ------IMS 1H2O G = -671.083619 C 4.019940 -0.566322 -0.000002 C 3.675042 0.781784 -0.000002 C 2.333191 1.158872 -0.000001 C 1.294003 0.211013 0.000002 C 1.633688 -1.166969 0.000002 C 2.994689 -1.511065 0.000000 C -1.294017 0.211042 0.000001 C -1.633733 -1.166932 -0.000002 C -0.672212 -2.272737 0.000002 C 0.672142 -2.272753 0.000005 C -2.333183 1.158924 -0.000002 C -3.675043 0.781866 -0.000008 C -4.019971 -0.566231 -0.000012 C -2.994741 -1.510998 -0.000008 N -0.000001 0.739645 0.000007 H 5. C -3.953143 -0.137391 0.000001 C -3.592639 1.233302 0.000000 C -2.267287 1.588407 0.000000 C -1.223166 0.604231 0.000000 C -1.603712 -0.806103 0.000000 C -2.985410 -1.121298 0.000000 C 1.223166 0.604231 -0.000001 C 1.603712 -0.806103 0.000000 C 0.689870 -1.887076 0.000000 C -0.689870 -1.887076 -0.000001 C 2.267287 1.588407 0.000000 C 3.592639 1.233302 0.000000 C 3.953143 -0.137391 0.000001 C 2.985410 -1.121298 0.000000 N 0.000000 1.139996 -0. 
